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FigureS1a. IR spectrum of complex 7 

 

FigureS1a. IR spectrum of complex 7 
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FigureS1b. IR spectrum of compound 3a. 
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FigureS2. 1H NMR spectrum of complex 5. 

 

FigureS3. 1H NMR spectrum of complex 6. 
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FigureS4. 1H NMR spectrum of complex 7. 
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Table S1. The most important crystallographic parameters from the crystal structure refinement 

of complex 7.  

Compound 7 

Empirical formula C20H18BF4N5 

Formula weight 415.20 

Temperature 290 K 

Crystal system Monoclinic 

Space group P21/n 

a/Å 7.2843(4) 

b/Å 18.5299(10) 

c/Å 14.4380(8) 

α/° 90 

β/° 97.336(6) 

γ/° 90 

Volume/Å3 1932.85(19) 

Z 4 

ρcalcg/cm3 1.427 

μ/mm-1 0.114 

F(000) 856.0 

Crystal size/mm3 0.3×0.2×0.15 

Radiation MoKα (λ = 0.71073) 

2Θ range for data collection/° 5.69 to 57.982 

Reflections collected/ independent 13263/4443 

Rint/Rsigma 0.0397/0.0585 

Data/restraints/parameters 4443/0/284 

Goodness-of-fit on F2 1.049 

Final R indexes [I>=2σ (I)] R1 = 0.0653, wR2 = 0.1445 

Final R indexes [all data] R1 = 0.1332, wR2 = 0.1802 

Largest diff. peak/hole / e Å-3 0.21/-0.21 

CCDC  
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Table S2. Bond lengths for the crystal structure of 7 

Atom Atom Bond Length/Å Atom Atom Bond Length/Å 

N8 C9 1.348(3) N11 C10 1.359(3) 

N8 C7 1.393(3) N11 C12 1.326(4) 

N8 C8 1.451(3) N22 C23 1.360(3) 

N1 C2 1.388(3) N22 C21 1.317(3) 

N1 C9 1.332(3) C10 C23 1.443(4) 

F26 B25 1.384(4) C10 C15 1.410(4) 

C2 C7 1.390(4) C23 C18 1.412(4) 

C2 C3 1.385(4) C15 C16 1.424(4) 

F27 B25 1.355(4) C15 C14 1.395(4) 

C9 N9 1.322(3) C18 C17 1.430(4) 

C7 C6 1.379(4) C18 C19 1.407(4) 

C4 C3 1.399(5) C17 C16 1.339(5) 

C4 C5 1.377(5) C12 C13 1.395(4) 

C6 C5 1.378(5) C20 C19 1.352(5) 

F28 B25 1.358(4) C20 C21 1.389(4) 

B25 F29 1.336(5) C14 C13 1.350(5) 
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Table S3. Bond Angles for the crystal structure of 7 

Atom Atom Atom Angle/° Atom Atom Atom Angle/˚ 

C9 N8 C7 107.9(2) C12 N11 C10 117.6(3) 

C9 N8 C8 125.4(2) C21 N22 C23 118.0(2) 

C7 N8 C8 126.5(2) N11 C10 C23 118.9(2) 

C9 N1 C2 108.5(2) N11 C10 C15 122.0(3) 

N1 C2 C7 106.9(2) C15 C10 C23 119.1(2) 

C3 C2 N1 131.6(3) N22 C23 C10 119.5(2) 

C3 C2 C7 121.4(3) N22 C23 C18 121.4(3) 

N1 C9 N8 110.0(2) C18 C23 C10 119.1(2) 

N9 C9 N8 125.9(3) C10 C15 C16 119.9(3) 

N9 C9 N1 124.1(3) C14 C15 C10 117.8(3) 

C2 C7 N8 106.7(2) C14 C15 C16 122.3(3) 

C6 C7 N8 130.9(3) C23 C18 C17 119.7(3) 

C6 C7 C2 122.3(3) C19 C18 C23 117.7(3) 

C5 C4 C3 122.3(3) C19 C18 C17 122.6(3) 

C2 C3 C4 115.7(3) C16 C17 C18 121.0(3) 

C5 C6 C7 116.5(3) N11 C12 C13 123.7(3) 

F27 B25 F26 109.6(3) C17 C16 C15 121.2(3) 

F27 B25 F28 110.0(3) C19 C20 C21 118.3(3) 

F28 B25 F26 108.9(3) C20 C19 C18 120.1(3) 

F29 B25 F26 110.8(3) C13 C14 C15 120.0(3) 

F29 B25 F27 109.6(3) C14 C13 C12 118.8(3) 

F29 B25 F28 107.9(3) N22 C21 C20 124.5(3) 

C4 C5 C6 121.7(3)     

 

 


